. Reaction coordinates used in each step of the transfer reaction. Panel A to D represents reaction Step I to IV. In Steps I, III, and IV the reaction coordinates for proton transfer (RC PT ) and mercury transfer (RC HgT ) are colored in blue and red, respectively. In Step II, the rotation reaction coordinates for hydroxyl/thiol groups of Y194, WAT and C558' are colored in blue, red and pink, respectively. Details of the reaction coordinates used in each step are listed below.
Step I: RC PT = (R1 -R2) + (R3 -R4) RC HgT = R5 -R6 Distances in Angstroms
Step II:
where R1-3 are the dihedral angles 
